It is not surprising that computational docking of small molecule to protein, will result in van der Waals clashes. Especially during covalent docking, where the ligand degree of freedom is restricted due to the linkage of ligand atom to the residue in the protein, that is treated rigidly during the docking study, because only the ligand and OH groups of residues in binding site are flexibly considered during docking in Gold. The wild and mutated gp41-mannose complex was subjected for a controlled energy minimization. The heavy atoms of binding site residues and mannose was restrained initially and gradual reduction of force constant was applied to reach a fully relaxed energy minimization of mannose and binding site. This removed van der Waals clashes between the mannose and binding site residues within 6 Å radius and at the same time preserved the other nonbonded interactions. The energy minimized wild and unmutated gp41-mannose complex was used for further interaction analysis.
: The glycosylation frequency predicted by the N-glycosite server provided at http:/ /www.hiv.lanl.gov/content/sequence /GLYCOSITE/glycosite.html with N and D at the 50th position of the monomeric chains that form the trimer. Glycosylation frequency possible at N-50 onevery chain that forms the trimer.
Monomeric chains that form the HIV-gp41 homotrimer (PDB Ids 2M7W and 2LP7)
Amino acids at 50 th position 
